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Results
. Conformations of low-energy conformers of model I calculated at B3LYP/6-31G(d) level of theory in DMSO (PCM). Table S1 . Cartesian Coordinates, Gibbs Free Energies (B3LYP/6-31G(d)), and Equilibrium Populations of Low-energy Conformers of Model I in DMSO (PCM) 
S3
Computational Details.
Methods
Monte Carlo (MCMM) conformational search was carried out by means of the Macromodel 9.9.223 1 software using Merck Molecular Force Field (MMFF) applying a 21 kJ/mol energy window. Conformational analysis of model I afforded 276 conformers, which were reclustered excluding the different orientations of the C-22 alkanol side chain. The resulting 6 geometries were subjected to geometry optimization using B3LYP/6-31G(d) with polarizable continuum model (PCM) for DMSO level of theory (Gaussian 09 2 ). After dereplication, the resulting 6 reoptimized conformers were submitted to calculate NMR chemical shifts at B3LYP/6-311+G(2d,p) level using PCM model for DMSO (Gaussian 09). Boltzmann distribution was estimated from the B3LYP/6-31G(d) relative thermal free energies (ΔG) [a] Nucleus # Exptl Calcd [b] Nucleus # Exptl Calcd [b] 
